Key indicators: single-crystal X-ray study; T = 296 K; mean (C-C) = 0.002 Å; R factor = 0.016; wR factor = 0.042; data-to-parameter ratio = 13.4.
The title compound, [Cd(C 6 H 4 NO 3 ) 2 (H 2 O) 4 ], was obtained by the reaction of cadmium chloride with 5-hydroxynicotinic acid. The Cd II atom is located on an inversion centre and is coordinated by two N atoms from two 5-hydroxynicotinic acid ligands and four water molecules in a distorted octahedral geometry. The structure is stabilized by intermolecular O-HÁ Á ÁO hydrogen bonds, forming a three-dimensional network.
Related literature
For cadmium componds and their photoluminescent properties, see: He et al. (2008) ; Kang et al. (2007) ; Zhang et al. (2006) ; Zora et al. (2006) .
Experimental
Crystal data [Cd(C 6 H 4 Table 1 Hydrogen-bond geometry (Å , ).
Symmetry codes: (i) Àx þ 1; Ày þ 1; Àz þ 1; (ii) Àx; Ày þ 1; Àz þ 2; (iii) Àx þ 2; Ày þ 1; Àz þ 1; (iv) x; y À 1; z þ 1; (v) x À 1; y; z.
Data collection: SMART (Bruker, 2004) ; cell refinement: SAINT (Bruker, 2004) ; data reduction: XPREP (Bruker, 2004) ; program(s) used to solve structure: SHELXTL (Sheldrick, 2008) ; program(s) used to refine structure: SHELXTL; molecular graphics: SHELXTL; software used to prepare material for publication: SHELXTL.
Supplementary data and figures for this paper are available from the IUCr electronic archives (Reference: AT2660). A large number of these compounds have been synthesized (He et al., 2008; Zora et al., 2006; Kang et al.,2007; Zhang et al., 2006) .
As illustrated in Fig. 1 , the Cd(II) atom is coordinated by two nitrogen atoms from two 5-hydroxynicotinic acid ligands and four water molecules. Four coordinated atoms of O1W, O2W, O1WA and O2WA constitute the base of the octahedral, whereas N1 and N1A atoms occupy the apical position. The intermolecular hydrogen bonds play an important role in the formation of the three-dimensional network. As shown in Fig. 2 , the intermolecular O-H···O hydrogen bonds link the neighboring molecules to a three-dimensional network.
A mixture of 0.5 mmol 5-hydroxynicotinic acid and 0.5 mmol of cadmium chloride in 10 ml distilled water was stirred for 30 min at 323 K, then the reaction mixture was filtered and well shaped colourless crystals of the title compound was obtained from the mother liquor by slow evaporation at room temperature for several days.
Refinement
The H atoms bonded to C atoms were positioned geometrically [aromatic C-H = 0.93 Å and aliphatic C-H = 0.97 Å, U iso (H) = 1.2U eq (C)]. The H atoms bonded to O atoms were located in a difference Fourier maps and refined with O-H distance restraints of 0.85 and U iso (H) = 1.5U eq (O). Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) 0.0368 (7) 0.0424 (7) 0.0347 (7) −0.0075 (6) 0.0072 (6) 0.0013 (6) O3 0.0285 (6) 0.0620 (8) 0.0326 (7) −0.0220 (6) −0.0135 (5) 0.0007 (6) N1 0.0258 (6) 0.0362 (7) 0.0187 (6) −0.0141 (5) −0.0068 (5) −0.0018 (5) supplementary materials sup-4 C1 0.0252 (7) 0.0376 (8) 0.0208 (7) −0.0155 (6) −0.0064 (6) −0.0037 (6) C2 0.0278 (7) 0.0271 (7) 0.0195 (7) −0.0128 (6) −0.0046 (6) −0.0033 (5) C3 0.0312 (7) 0.0288 (7) 0.0207 (7) −0.0120 (6) −0.0109 (6) −0.0005 (5) C4 0.0249 (7) 0.0305 (7) 0.0281 (7 (2) 171 (3) O1W-H1WB···O3 iii 0.794 (17) 2.201 (18) 2.9728 (19) 164 (3) O2W-H2WA···O1 iv 0.823 (17) 1.867 (18) 2.6556 (18) 160 (3) O2W-H2WB···O2 v 0.822 (17) 1.933 (17) 2.7349 (19) 165 (3) O3-H3···O1 vi 0.830 (17) 1.878 (19) 2.6637 (19) 157 ( 
